C15H17NO4S, orthorhombic, Pbca (no. 61), a = 9.9890(11) Å, b = 14.4529(16) Å, c = 21.635(2) Å, V = 3123.4(6) Å 3 , Z = 8, Rgt(F) = 0.0565, wR ref (F 2 ) = 0.1656, T = 293(2) K.
Experimental details
H atoms bonded to C atoms were positioned geometrically and refined using a riding model, with U iso (H) = 1.5 Ueq(C) for methyl H atoms and 1.2 Ueq(C) for all other H atoms. All the non-hydrogen atoms were refined anisotropically.
Comment
In recent decades, benzothiazole derivatives have been found to bear a variety of biological activity and widely used in the field of industry [6, 7] , agriculture [8] , and medicine [9, 10] . Thus, the synthesis and crystal structures of various benzothiazole derivatives have attracted great attention [5, 11, 12] . In the title compound, the benzo and the thiazole moiety are in the same plane. This planar parent structure is present in previously reported benzothiazolylacetate [12] . There are three kinds of C-H· · · O hydrogen bonds, such as C(10)-
hydrogen bond (2.590 Å), and C(12)-H(12B)· · · O(3) hydrogen bond (2.559 Å). Although the benzo and the thiazole ring are coplanar, there is no π-π stacking interaction but a kind of aliphatic C(12)-H(12A)· · · π (benzo moiety) bond (2.741 Å). This is should be ascribed to the the presence of the torsion angle (85.2°) between the N-substituted group and benzothiazole ring, which causes that there is no overlap between the aromatic cycles in the upper and lower molecules.
